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In the title compound, C 9 H 10 N 2 OS, the thienopyrimidine ring system is almost planar [greatest deviation from the mean plane = 0.0318 (13) Å for the S atom]. The crystal packing features C-HÁ Á ÁO hydrogen bonds andstacking interactions between inversion-related pairs of molecules with a centroid-centroid distance of 3.530 (3) Å .
Related literature
For the synthesis, properties and biological activity of pyrimidinone derivatives, see: Litvinov (2004) ; Al-Taisan et al. (2010) . For the crystal and molecular structures of related compounds, see: Tashkhodzhaev et al. (2002) . Table 1 Hydrogen-bond geometry (Å , ).
Experimental
Symmetry code: (i) Àx þ 1; y þ 1 2 ; Àz þ 3 2 .
Data collection: CrysAlis PRO (Oxford Diffraction, 2009); cell refinement: CrysAlis PRO; data reduction: CrysAlis PRO; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: XP in SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: SHELXL97. supplementary materials Acta Cryst. (2012) . E68, o2740 [doi:10.1107/S1600536812035416] 3,5,6-Trimethylthieno[2,3-d]pyrimidin-4(3H)-one Khamroqul Khatamov, Fozil Saitqulov, Jamshid Ashurov and Khusnutdin Shakhidoyatov
Comment
The derivatives of thienopyrimidine are of interest because of their interesting pharmacological and biological activities (Litvinov, 2004) . The title compound, C 9 H 10 N 2 OS, may be used for obtaining bioactive molecules. The asymmetric unit of the title compound consists of a single molecule (Fig.1 ). The thienopyrimidine ring system (N1/C2/N3/C4/C5/C6/C7/C8/S1) is ideal planar with greatest deviation from mean plane 0.0318 (12) Å for the S1). The crystal packing is stabilized by intermolecular hydrogen bonds (Table 1) and π-π stacking interactions between inversionrelated pair of molecules with a centroid-centroid (N1/C2/N3/C4/C5/C6/C7/C8/S1) distance of 3.530 (3) Å.
Experimental
To a suspension of 5,6-trimethylthieno(2,3 -d)pyrimidin-4-one (181 mg, 0.1 mmol) in 50 ml e thanol sodium hydride (24 mg, 1 mmol) was added. The mixture was stirred at room temperature for 30 min. Then a solution of methyl iodide(142 mg, 1 mmol) in ethanol was added drop wise. The solution was stirred at 353-363 K for 4 h, then the solution was evaporated under reduced pressure and the residue was treated by distilled water. The precipitate was filtered and dried.
Yield of 84% (174 mg). Crystals suitable for single-crystal X-ray diffraction were obtained by recrystallization from chloroform at room temperature.
Refinement
All H atoms were placed in geometrically idealized positions (C-H 0.96 (methyl) and C-H 0.93 Å (phenyl) and treated as riding on their parent atoms, with U(H) set to 1.2 to 1.5U(C).
Computing details
Data collection: CrysAlis PRO (Oxford Diffraction, 2009); cell refinement: CrysAlis PRO (Oxford Diffraction, 2009); data reduction: CrysAlis PRO (Oxford Diffraction, 2009); program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: XP in SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: SHELXL97 (Sheldrick, 2008) . supplementary materials sup-2 Acta Cryst. (2012). E68, o2740
Figure 1
The molecular structure of the title compound, showing 30% probability displacement ellipsoids and the atom numbering scheme.
Figure 2
A packing diagram for title compound. C-H···O hydrogen bonds are shown as dashed lines. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
3,5,6-Trimethylthieno[2,3-d]pyrimidin-4(3H)-one
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) (12) 0.0013 (10) 0.0025 (10) 0.0164 (9) S1 0.0631 (6) 0.0502 (5) 0.0493 (5) 0.0040 (3) 0.0068 (3) 0.0099 (3) Geometric parameters (Å, º) C1-N1 1.365 (4) C6-C9 1.494 (4) C1-C4 1.382 (4) C6-S1 1.739 (3) C1-S1 1.714 (3) C7-N2 1.461 (4) C2-N1 1.282 (4) C7-H7A 0.9600 C2-N2 1.364 (4) C7-H7B 0.9600 C2-H2 0.9300 C7-H7C 0.9600 C3-O1 1.218 (3) C8-H8A 0.9600 C3-N2 1.419 (4) C8-H8B 0.9600 C3-C4 1.424 (4) C8-H8C 0.9600 C4-C5 1.441 (3) C9-H9A 0.9600 C5-C6 1.362 (4) C9-H9B 0.9600 C5-C8 1.495 (4) C9-H9C 0.9600
